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SMEARING FUNCTIONS

e Fermi-Dirac
1 & 1
. 17 =
et + e~ % 4+ 2’ () e® +1
oc=KgT; T =300K — ¢ =0.026eV

e (Gaussian

~

i et 2 (2, 9(a;)=%(1+erf(x/\/§))

e Hermite Polynomial x Gaussian (HGy) :
M.Methfessel and A.Paxton, PRB 40, 3616 (1989).

. g : (-1)"
Lk nz:% S .
~ = N 5
6(z) = Oo(x) — Y AnHon_1(z)e™™

n=1



THE ENERGY
Kohn-Sham (KS) kinetic energy functional
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Energy/atom [Ry]

Pb:

TOTAL ENERGY vs SMEARING WIDTH
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ENERGY DEPENDENCE ON SMEARING WIDTH
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Energy/atom [Ry]
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